Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.037; wR factor = 0.092; data-to-parameter ratio = 12.8.
Related literature
For ferrocenyl derivatives, see: Staveren & Metzler-Nolte (2004) ; Stepnicka (2008) ; Xu et al. (2010) . For quinolines, see: Carey et al. (2006) ; Michael (2007) . For the synthesis, see: Xu et al. (2013) .
Experimental
Crystal data [Fe(C 5 H 5 ) (C 20 H 13 N 2 O 2 )] M r = 434.26 Monoclinic, P2 1 =c a = 12.0523 (15) Å b = 6.6997 (8) Å c = 23.918 (3) Å = 91.018 (2) V = 1931.0 (4) Å 3 Z = 4 Mo K radiation = 0.81 mm À1 T = 296 K 0.41 Â 0.32 Â 0.25 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2004) T min = 0.733, T max = 0.824 10490 measured reflections 3478 independent reflections 2591 reflections with I > 2(I) R int = 0.029
2-Ferrocenyl-6-(3-nitrophenyl)quinoline
Crystal data
[Fe(C 5 H 5 ) (C 20 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x (10) C19-C18-H18 125.9 C21-Fe1-C17 40.84 (11) C17-C18-H18 125.9 C22-Fe1-C20 121.1 (3) Fe1-C18-H18 125.9 C25-Fe1-C20 159.8 (3) C20-C19-C18 108.1 (3) C24-Fe1-C20 107.92 (18) C20-C19-Fe1 69.75 (18) C23-Fe1-C20 123.7 (2) C18-C19-Fe1 69.53 (16) C26-Fe1-C20 156.2 (3) C20-C19-H19 125.9 C18-Fe1-C20 68.18 (13) C18-C19-H19 125.9 C21-Fe1-C20 40.64 (11) Fe1-C19-H19 125.9 C17-Fe1-C20 68.55 (12) C19-C20-C21 108.4 (3)
